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Table S1. Details of the Simulated Salivary Fluid (SSF), Simulated Gastric Fluid (SGF) and Simulated Intestinal Fluid (SIF) 
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 mL 

SSF 0.313 9.438 2.313 0.038 4.250 - 233.650 250.0 

SGF 0.250 4.313 0.563 0.313 7.813 7.375 229.375 250.0 

SIF 0.688 4.250 0.500 0.688 26.563 6.000 211.313 250.0 

 

  



Table S2. HPLC-HRMS-Based Identifications of (Poly)phenols in Fresh and Black Garlics 

Peak RT Compound Chemical Formula [m/z]- Experimental Mass [m/z]- δ (ppm) MSI MI levela 

1 4.7 Epigallocatechin C15H13O7 305.066 -0.48 2 

2 7.2 Benzoic Acid C7H5O2 121.028 0.68 1 

3 8.0 Chlorogenic acid C16H17O9 353.087 -1.13 1 

4 8.2 Catechin C15H13O6 289.071 -1.09 1 

5 8.3 Caffeic acid C9H7O4 179.034 0.28 1 

6 9.7 Gallic acid C7H5O5  169.013 -2.15 1 

7 11.7 Epicatechin C15H13O6 289.071 -1.09 1 

8 18.9 Vanillic acid C8H7O4 167.034 0.67 2 

9 21.1 Ferulic acid C10H9O4 193.050 1.79 1 

10 24.4 p-Coumaric acid C9H7O3 163.039 -1.96 1 
aMetabolite standards initiative (MSI) metabolite identification (MI) levels [1]. Reference compounds were available for all compounds identified at MSI MI level 
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Table S3. HPLC-HRMS-Based Identifications of organosulfur compounds in Fresh and Black Garlics 

Peak RT Compound Chemical Formula [m/z]+ Experimental Mass [m/z]+ δ (ppm) MSI MI levela 

1 4.2 S-Allylmercapto-L-cysteine (SAMC) C6H12NO2S2 194.030 0.85 2 

2 4.6 S-Allylcysteine (SAC) C6H12NO2S 162.058 -1.9 1 

3 5.7 S-Methylcysteine (Deoxymethiin) C4H10NO2S 136.043 0.11 2 

4 5.8 S-Propyl-L-cysteine sulfoxide (Propiin) C6H14NO3S 180.069 2.45 2 

5 5.9 S-(S-propyl) cysteine C6H14NO2S2 196.046 0.36 2 

6 5.9 Cycloalliin C6H12NO3S 178.053 -1.36 2 

7 6.6 γ –Glutamyl-S-(S-1-propenyl) cysteine (GS1PC) C11H19N2O5S 291.101 1.65 2 

8 6.7 γ-Glutamyl-S-allylmercaptocysteine (GSAMC) C11H19N2O5S2 323.073 -1.9 2 

9 6.8 S-Allylsulfenic acid (Lacrimatory factor) C3H7OS 91.021 3.42 2 

10 6.8 N-Acetyl-S-allyl-L-cysteine (NASAC) C8H14NO3S 204.069 -1.39 2 

11 6.8 Alliin C6H12NO3S 178.053 -2.82 1 

12 6.8 γ –Glutamyl-S-(S-1-propenyl)cysteine-glycine C13H22N3O6S2 380.094 0.92 2 

13 7.0 S-(2-carboxypropyl) cysteine C7H14NO4S 208.064 -2.15 2 

14 7.1 Trans-S-(1-propenyl)-L-cysteine (S1PC) C6H12NO2S 162.058 -0.70 2 

15 7.3 γ −Glutamyl-S-allyl-L-cysteine (GSAC) C11H19N2O5S 291.101 1.86 2 

16 7.4 S-Allylglutathione C13H22N3O6S 348.122 -0.23 2 

17 7.6 S-Methyl-l-cysteine sulfoxide (Methiin) C4H10NO3S 152.038 -1.33 2 

18 7.6 γ –Glutamyl-S-(S-methyl)cysteine-glycine C11H20N3O6S2 354.079 -0.51 2 

19 7.7 Methionine sulfoxide C5H11NO3S 166.053 1.94 2 

20 8.5 γ -Glutamyl-cysteine C8H15N2O5S 251.070 -2.45 2 

21 8.6 γ –Glutamyl-S-(2-carboxypropyl)cysteine-glycine C14H24N3O8S 394.128 0.67 2 

22 9.0 γ-Glutamyl-S-(1-propenyl) cysteine sulfoxide (G1PCS) C11H19N2O6S 307.096 -2.05 2 

23 9.2 ɣ-Glutamyl-S-methyl-L-cysteine (GSMC) C9H17N2O5S 265.085 1.56 2 

24 10.0 ɣ −Glutamyl-S-methyl-L-cysteine sulfoxide (GSMCS) C9H17N2O6S 281.080 2.19 2 
aMetabolite standards initiative (MSI) metabolite identification (MI) levels [1]. Reference compounds were available for all compounds identified at MSI MI level 
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